Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.120; data-to-parameter ratio = 13.4.
In the title compound, C 21 H 20 O 3 , the tolyl ring makes a dihedral angle of 31.11 (6) with the benzene ring of the chromanone unit. The pyrone ring adopts a half-chair conformation. The molecular structure is stabilized by a weak intramolecular C-HÁ Á ÁO interaction and the crystal packing is stabilized by weak intermolecular C-HÁ Á ÁO interactions and a C-HÁ Á Á interaction.
Related literature
For related lituerature, see: Puviarasan et al. (1998) Mo K radiation = 0.09 mm À1 T = 293 (2) K 0.18 Â 0.11 Â 0.06 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.984, T max = 0.995 17310 measured reflections 2941 independent reflections 2054 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.120 S = 1.05 2941 reflections 220 parameters H-atom parameters constrained Á max = 0.17 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the C11/C14-C17/C12 ring. Symmetry codes: (i) Àx þ 5 2 ; y À 1 2 ; Àz þ 1 2 ; (ii) Àx þ 3 2 ; y À 1 2 ; Àz þ 1 2 ; (iii) x À 1; y; z.
Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2; data reduction: APEX2; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 1997) ; molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: IS2242).
The geometric parameters in the title compound agree with the reported values of similar structure (Puviarasan et al., 1998; Wu, Xu, Wan et al., 2005; Wu, Xu, Zhou et al., 2005; Schollmeyer et al., 2005; Nissa et al., 2001; Suresh et al., 2007) .
The methylphenyl ring makes a dihedral angle of 31.11 (6)° with the benzene ring of the chromanone unit.
The molecular structure is stabilized by a weak intramolecular C-H···O interaction and the crystal packing is stabilized by weak intermolecular C-H···O interactions and a C-H···π interaction involving the C11/C14-C17/C12 (Centroid Cg) ring.
Experimental
Baylis-Hillman reaction of p-tolualdehyde with methyl acrylate afforded methyl-3-hydroxy-3-(p-tolyl-)-2-methyene propanoate, which was converted to methyl-(2,2)-2-bromomethyl-3-(p-tolyl)-prop-2-enoate on treatment with hydrobromic acid in presence of concentrated sulfuric acid. The product was treated with isoeugenol in presence of potassium carbonate and acetone to give methyl-3-(p-tolyl)-2-(2-methoxy-4-prop-1-enyl)-phenoxy methyl-prop-2-enoate, which was hydrolysed by alkali solution to give the prop-2-enoic acid. This acid was cyclized with trifluoro acetic anhydride in dichloromethane to yield 3-(4-methyl)benzylidine-6-prop-1-enyl-8-methoxyhroman-4-one.
Refinement
H atoms were positioned geometrically and refined using riding model with C-H = 0.93 Å and U iso (H) = 1.2U eq (C) for aromatic CH, C-H = 0.97 Å and U iso (H) = 1.2U eq (C) for CH 2 , C-H = 0.96 Å and U iso (H) = 1.5U eq (C) for CH 3 . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.72176 (17) 
0.0484 (7) 0.0417 (7) 0.0717 (9) 0.0082 (6) −0.0177 (6) −0.0105 (6) C11 0.0403 (9) 0.0413 (10) 0.0459 (10) 0.0016 (7) −0.0016 (8) 0.0025 (7) 
